The reaction was carried out at room temperature for 4 h. The reaction solution was poured into ice water, and a solid was collected, washed and dried. solution at room temperature to obtain transparent block crystals.
Experimental details
All H atoms are identified in difference Fourier syntheses, and the hydrogen atoms are refined by constrained C-H bond (lengths constraint is 0.95% and U iso (H) = 1.2Ueq(C)).
Comment
Organic azide nitro compounds are important organic intermediates containing high energy active groups [4, 5] . In recent years, organic azide compounds have developed rapidly and have been widely used in chemical, aerospace and biotechnology [6] .
As shown in the figure the asymmetric unit contains one molecule. The compound was analyzed and refined using the SHELXL. Compared with 1,3-dichloro-2,4,6-trinitrobenzene [7] , 1,3-diamino-2,4,6-trinitrobenzene [8] , 1-(3,5-diamino-2,4,6-trinitrophenyl)-2,4-dinitroimidazole [9] and 2,3,4,6-tetranitroaniline [10] , the angles between of the planes of the nitro groups and the benzene ring are different. The changes are due to space steric on the azide group. Compared to 1-(2, 4,6-trinitrophenyl)-2-azido-4-dinitroimidazole [11] , the azido bond angle is reduced by about 5°. It was owing to the strong electron-withdrawing nitro group on both sides of the azide group.
